Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.006 Å; R factor = 0.079; wR factor = 0.164; data-to-parameter ratio = 16.3.
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3-[(3-Benzoyl-4-hydroxy-1,1-dioxo-2H-1 6 ,2-benzothiazin-2-yl)methyl]benzonitrile N. Sattar, H. L. Siddiqui, T. Hussain, S. Aslam and M. Parvez
Comment
In continuation of our research on the synthesis of biologically active benzothiazine derivatives (Ahmad et al., 2010) , we now report the synthesis and crystal structure of the title compound in this article.
There are two independent molecules in an asymmetric unit of the title compound, labeled as molecules A ( Fig. 1) and B (Fig. 2) containing the S1 and S2 atoms, respectively. There are significant differences in the conformations of the two molecules, e.g., the benzene rings of the benzothiazine and benzonitrile moieties are inclined at 28.19 (10) and 17.89 (7)°i n the molecules A and B with centroids of the rings separated by 3.975 (2) and 3.637 (2) Å, respectively. Moreover, the torsion angles N1-C8-C9-C10 and N3-C31-C32-C33 in molecules A and B are 14.3 (5) and 8.2 (5)°, respectively, showing different degrees of rotation of these groups (Fig. 3) . In both molecules, the heterocyclic thiazine rings adopt half chair conformations with atoms S and N displaced by 0.427 (6) and 0.365 (6) Å, in molecule A and 0.356 (6) and 0.432 (6) Å, in molecule B, respectively, on the opposite sides from the mean planes formed by the remaining ring atoms. The bond distances and angles in both molecules agree very well with the corresponding bond distances and angles reported in closely related compounds (Siddiqui et al., 2008) .
The methylene H-atoms bonded to C16 in molecule A are hydrogen bonded to O1 and O3 of two symmetry related molecules A (Tab. 1 and Fig. 4 ). On the other hand, an aryl H-atom, H28 of molecule B, is hydrogen bonded to O2 of molecule A. The structure is consolidated by intramolecular interactions of the types O-H···O, C-H···N and C-H···O.
Experimental
An aqueous solution of sodium hydroxide (0.4 g, 9.96 mmol) was added to a solution of 3-benzoyl-4-hydroxy-2H-1,2-benzothiazine 1,1-dioxide (1.5 g, 4.9 mmol) in acetone (15 ml). 3-(Bromomethyl)benzonitrile (1.17 g, 5.98 mmol) was added with stirring and the reaction mixture was ultrasonicated for 15 minutes at 318 K. The completion of reaction was monitored with the help of thin layer chromatography (TLC). The contents of the flask were acidified to pH 3.0 by HCl (5%). Yellow precipitates of the title compound were filtered off and washed with excess of distilled water. Crystals suitable for crystallographic study were grown from methanol at room temperature. Yield = 1.93 g, 93.23%; m.p. = 444 -446 K.
Refinement
Though all the H atoms could be distinguished in the difference Fourier map the H-atoms were included at geometrically idealized positions and refined in riding-model approximation with the following constraints: O-H = 0.84, C-H = 0.95 and 0.99 Å, for aryl and methylene H-atoms, respectively. The U iso (H) were allowed at 1.2U eq (C/O). The final difference map was essentially featurless. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Geometric parameters (Å, °) S1-O2 1.430 (3) C17-C18 1.392 (5) S1-O1 1.434 (3) C18-C19 1.394 (5) S1-N1 1.638 (3) C18-H18 0.9500 S1-C1 1.760 (3) C19-C20 1.380 (5) O2-S1-O1 118.94 (16) C19-C20-C21 119.1 (4) O2-S1-N1 108.41 (15) C19-C20-H20 120.4 O1-S1-N1 107.60 (15) C21-C20-H20 120.4 O2-S1-C1 110.17 (16) C22-C21-C20 120.2 (4) O1-S1-C1 108.35 (16) C22-C21-H21 119.9 N1-S1-C1 102.02 (15) C20-C21-H21 119.9 O5-S2-O6 119.62 (18) C17-C22-C21 120.8 (4) O5-S2-N3 107.42 (17) C17-C22-H22 119.6 O6-S2-N3 107.96 (17) C21-C22-H22 119.6 O5-S2-C24 108.49 (18) N2-C23-C19 179.7 (5) O6-S2-C24 109.82 (16) C25-C24-C29 121.5 (3) N3-S2-C24 102.09 (16) C25-C24-S2 121.0 (3) C7-O3-H3O 109.5 C29-C24-S2 117.5 (3) C30-O7-H7O 109.5 C26-C25-C24 118.9 (4) C8-N1-C16 116.1 (3) C26-C25-H25 120.5 C8-N1-S1 113.6 (2) C24-C25-H25 120.5 C16-N1-S1 119.1 (2) C25-C26-C27 120.4 (4) C31-N3-C39 114.6 (3) C25-C26-H26 119.8 C31-N3-S2 113.1 (2) C27-C26-H26 119.8 C39-N3-S2 119.3 (2) C28-C27-C26 120.4 (4) C2-C1-C6 121.7 (3) C28-C27-H27 119.8 C2-C1-S1 121.8 (3) C26-C27-H27 119.8 C6-C1-S1 116.5 (2) C27-C28-C29 120.7 (4) C1-C2-C3 118.8 (4) C27-C28-H28 119.7 C1-C2-H2 120.6 C29-C28-H28 119.7 C3-C2-H2 120.6 C28-C29-C24 118.0 (3) C4-C3-C2 120.6 (4) C28-C29-C30 120.8 (3) 
